LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG041724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60948.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.158 24 29 38 rvVB 92716 134957 3.27% 0.639%
2 3.675 1106 117 130 rBV 120332 185888 4.51% 0.880%
3 5.525 425 432 443 rBV 1000842 1537830 37.28% 7.282%
4 7.106 692 701 711 rBV 1100610 1820870 44.14%  8.622%
5 7.940 836 843 849 rBV 194398 313592 7.60% 1.485%

6 9.092 1029 1039 1047 rBV 630221 1088546 26.39% 5
7 10.731 1310 1318 1326 rBV 237315 426712 10.34% 2
8 11.466 1438 1443 1449 rBV2 37221 61676 1.49% ©.292%
9 13.193 1729 1737 1749 rBV 1563681 2420030 58.66% 11.
10 14.562 1961 1970 1981 rBV 459305 726146 17.60% 3

11 14.791 1999 2009 2016 rBV2 59328 133953 3.25%
12 16.054 2217 2224 2231 rBV 1855920 2860430 69.33% 13.
13 17.312 2431 2438 2445 rBV 696102 1048952 25.43%
14 18.222 2586 2593 2601 rBV 457739 664760 16.11%
15 19.368 2786 2788 2798 rVB6 24475 45340 1.10%

Owhphwo
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B

16 19.491 2805 2809 2818 rBV 114230 169217 4.10%
17 19.938 2879 2885 2894 rVB 3127359 4125529 100.00% 19.
18 21.242 3102 3107 3119 rBV2 311674 541767 13.13%

O uUIN VO
U1
(o)}
%
R

19 21.571 3156 3163 3169 rBV 713346 1172604 28.42% 553%

20 22.406 3300 3305 3314 rVB3 63415 144668 3.51% 685%

21 23.258 3444 3450 3459 rBV 40378 76647 1.86% 0.363%

22 23.863 3548 3553 3559 rBV3 30223 56940 1.38% 0.270%

23 24.691 3683 3694 3704 rBV 484303 1289621 31.26% 6.107%

24 25.902 3893 3900 3908 rVB5 24810 71197 1.73% 0.337%
Sum of corrected areas: 21117872
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG060948.D\data.ms
3000000

2500000
2000000

1500000

7.106
1000000 5:525
9.092
500000

7.940 10.731
3.158 3.675 11.466

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060948.D\data.ms
3000000 19.938

2500000

2000000 16.054

13.193
1500000

1000000
17.312 21.571
500000 14.562 18.222

21.242
4.791 1949491 22.406

) NS S i af S S S MR U L BBEEEERS e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060948.D\data.ms
3000000

2500000

2000000

1500000

1000000

24.691
500000

23.258 23.863 25.902
0\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.158 8.61 ng 134957 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 50
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 28
5 3,4-Hexanediol, 2,5-dimethyl- 146 C8H1802 022607-11-0 23
Abundance  Scan 29 (3.158 min): BG060948.D\data.ms (-24) (-) m/z 73.10 100.00%

73.1
43.0
5000
87.1

I 320 340 3.60
HMH‘_H‘_H‘_H‘me‘uW‘MW‘HH‘HWH‘WH‘WH‘WH“ m/z 43.00 61.33%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e
320 340 3.60
43.0

87.0 m/z 55.05  39.24%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0

o

o

55.0 320 340 3.60
5000 ITI/Z 87.10 26.45%
41.0
27.0 ‘
0‘w‘Hw‘HMﬂH:HL‘_MWM‘HqHHVH‘WH‘WH‘W‘HW‘H‘_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol —
73.0 3.20 340 3.60
87.0 m/z 40.95 16.99%
5000 41.0 55.0
27.0
0 11, ‘ 112.0 129.0
,““““““ I e s ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Propylene Glycol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.675 11.86 ng 185888 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
3 Isopropyl Alcohol 60 C3H80 000067-63-0 50
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 32
Abundance Scan 117 (3.675 min): BG060948.D\data.ms (-110) (-) m/z 45.00 100.00%
45.0
5000 A\
e EaamanEE e
3.40 3.60 3.80 4.00
c
Obrrrrrrretbert D et m/z 43.00  18.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1083: Propylene Glycol
45.0
5000 LB L B I B B
3.40 3.60 3.80 4.00
m/z 61.00 5.83%
O \]\-\9“.9”\\““1‘\H"HH"HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
\\\‘\\\\’\\\A\‘\\\\’\\\\
3.40 3.60 3.80 4.00
5000 m/z 44.00 5.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #342: Isopropyl Alcohol R Rmma e RE AR
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.23%
5000
19.
0 ‘u“‘ﬂw““mm,w_m‘wwwwWwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.466 2.89 ng 61676  Naphthalene-d8 10.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 53
3 3-(.alpha.-Hydroxyethyl)-aniline 137 C8H11NO 002454-37-7 47
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 47
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 38
Abundance Scan 1443 (11.466 min): BG060948.D\data.ms (-1438) (- m/z 94.00 100.00%
94.0
5000
51'0 e 152.1 LI
' 11.50
119 0
oww_m‘”‘ww“ ‘ m/z 77.00  25.98%
mfz--> 20 80 100 120 140 160
Abundance #30123 1-Phenoxypropan-2-o0
94.0
5000 b 7
11.50
7.0 1500 Mz 51.80  22.85%
15.0 “ 119.0
O\\\‘\‘\‘\‘\\H“\\\\‘q\‘\\\“\\\‘\‘\!\\‘\\\\‘\\\\‘\
m/z--> 20 100 120 140 160
Abundance #30136.l—PropanoLZ—phenoxy—
94.0
A\ M\ A\ T ‘ T
11.50
5000 m/z 45.00 19.37%
77.0 121.0 152.0
31.0 51.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #19293: 3-(.alpha.-Hydroxyethyl)-aniline TV —
94.0 11.50
m/z 78.10 17.83%
5000 1370
77.0
39.0
150 |} \59ﬁJ il 12#0
O A H L e b
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownl4.791 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.791 3.69 ng 133953  Acenaphthene-di10 14.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 32
2 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 14
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
4 Bromoacetic acid, decyl ester 278 C12H23Bro02 005436-93-1 10
5 Tridecane, 1-bromo- 262 C13H27Br 000765-09-3 10
Abundance Scan 2009 (14.791 min): BG060948.D\data.ms (-1999) (- | m/z 43.00 100.00%
5000
97.0 1371
ey =0
67‘0 ‘ | 1971 14.50 15.00
ow_m‘pm _“ 100 T TN N o m/z 57.18  50.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #109018: trans-5-1sopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0
5000
112.0 14.50 15.00
71.0 m/z 59.00 36.24%
139.
O\ TTT ‘ TTTT “ 1‘\ \“}h‘ \‘\‘h T ‘ }‘\ \“\ “ \‘1“\‘\ ‘H\“\ T \h’ TTT \‘]‘-\6% \0‘ \]_\9\5\’(\)\ TT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #186379: Pentadecane, 1-bromo-
57.0
135.0 b i ‘AM\ A
14.50 15.00
5000 m/z 97.00 33.66%
29.0 85.0
111 0
0 ML
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9307: Acetic acid, 1,1-dimethylethyl ester A —l
43.0 14.50 15. 00
m/z 41.00 1.83%
5000
101.0
\ b
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 00

8270-BGO41724.M Fri Apr 19 16:26:53 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.222 12.67 ng 664760  Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2593 (18.222 min): BG060948.D\data.ms (-2586) (- | m/z 43.05 100.00%
43.0
73.0
5000
129.1
213'2 T ‘ T T ‘ T
H H ? 157.1185.1 256.1 18.00 18.50
0“W‘HﬂMJU U‘”Mﬂpﬂwpmwpuuww‘mu‘wuhwh‘wulw m/z 60.00 90.60%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 e ——
129.0 18.00 18.50
213.0 m/z 73.00 83.20%
‘ H (ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\H““HH‘N“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—r— —
18.00 18.50
5000 129.0 m/z 41.05 80.37%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid =Lty e
3
43.0 73.0 18.00 18.50
m/z 55.05 79.14%
5000 129.0
171.0
e e
0150\\\\\ww\\ P L
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.491 2.89 ng 169217  Chrysene-di12 21.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 95
3 Undecanoic acid 186 C11H2202 000112-37-8 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2809 (19.491 min): BG060948.D\data.ms (-2805) (- | m/z 43.10 100.00%
43.1 173.0
5000
1290 1852 2412 i
| H‘ | ‘ ‘ 284. 19.50
oL— H‘ “”“ }HM‘H‘H“ ‘1“““““1“\“‘ : Ll \‘ N ‘\‘ ‘ “‘ m/z 59.95 95.71%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
1
43.0 730
5000 ! =T
129.0 1950
m/z 73.00 87.05%
‘ 1850 o410 284l
0L \“ \“\‘ W \‘H‘ “MH‘\‘ \M“ ] - . S ‘L - ““
m/z--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid
43.0 73.0
T
19.50
5000 m/z 57.10 86.26%
129.0 242.0
‘ ‘ ‘ 199.0
ol 1 M uu,‘\\“ﬂhw ol aeao |
m/iz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid —
60.0 19.50
m/z 55.05 83.09%
5000
29.0 129.0
70 ‘ ‘ 186.0
oL ““‘ U\‘u‘\‘ H‘M ‘uh‘ﬁ ““ ““H\; “‘\‘ “‘ = T —
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.242 9.24 ng 541767 Chrysene-d12 21.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Cyclotetracosane 336 C24H48 000297-03-0 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91

Abundance Scan 3107 (21.242 min): BG060948.D\data.ms (-3102) (- | m/z 57.10 100.00%

57.1
5000
111

==
‘ 168.2 282.1 2100 2150
0 mum‘ | 11,1682 227.2 2621 340.9 432 " 5c 19 95.54%

m/z--> 50 100 150 200 250 300 350 400
Abundance #173728: Cycloeicosane
55.0

5000 s _—
21.00 21.50
11.0

m/z 43.05 90.80%

O T i ‘J\ \‘ “ ‘ }‘ “\ h ‘\6§ \0\ ’2\2\4'\\0‘ \2\89\()‘ TTTT ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0

—T
21.00 21.50

5000 ITI/Z 97.05 64.81%
11.0
oL AL I T W80
m/z--> 50 100 150 200 250 300 350 400
Abundance #244232: Cyclotetracosane . —
43.0 21.00 21.50

m/z 83.10 62.25%

“ | | H ?0 210.0 265.0 3360 L

0 — e ‘ ‘
miz--> 50 100 150 200 250 300 350 400 21.00 21.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BG@60948.D

Acqg On : 18 Apr 2024 23:21

Operator : MA/JU

Sample : P2124-02

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Behenic alcohol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.406 2.47 ng 144668  Chrysene-di12 21.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 87
2 17-Pentatriacontene 491 C35H70 006971-40-0 86
3 1-Tricosene 322 C23H46 018835-32-0 80
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 80
5 9-Nonadecene 266 C19H38 031035-07-1 64

Abundance Scan 3305 (22.406 min): BG060948.D\data.ms (-3300) (- | m/z 57.10 100.00%
57.1

5000 J\//\»
111.1 T
‘ { 281.0 296.6 22.50
ow“um“ L bl wu‘wHmw_ww‘ m/z 43.18  96.29%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #232315: Behenic alcoho
43.0
5000 T
22.50
‘ m/z 55.00 87.26%
0 ‘ T J\ I\J H“ T ‘ \ \Al “‘ ‘h I54\"\0\2\:‘L9\.0\\ ‘ TT \3\0‘?.\9 T ‘ TTT1T ‘ TTTT ‘ LI ‘

m/z--> 0 50 100 150 200 250 300 350 400 450

Q1
~l
o

Abundance #336401: 17-Pentatriacontene
——
22.50
5000 111.0 ITI/Z 83.10 53.467%
ol ‘\“\ ’ J‘I \Hl " I\\ \i\ h “h ‘m‘ \52‘]?"”9.‘2‘7”8‘(‘) 334‘ ‘03“99‘0‘ o ‘4‘99‘(
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #227233: 1-Tricosene —
57.0 22.50
m/z 97.10 48.58%
5000
111.0
322.0
ob LU s90z220 -
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041824\
Data File : BGO60948.D

Acqg On : 18 Apr 2024 23:21
Operator : MA/JU

Sample : P2124-02

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.158 8.6 ng 134957 1 7.940 313592 20.0
Propylene Glycol 3.675 11.9 ng 185888 1 7.940 313592 20.0
1-Phenoxypropan... 11.466 2.9 ng 61676 2 10.731 426712 20.0
unknown14.791 14.791 3.7 ng 133953 3 14.568 726146 20.0
n-Hexadecanoic ... 18.222 12.7 ng 664760 4 17.312 1048950 20.0
Octadecanoic acid 19.491 2.9 ng 169217 5 21.571 1172600 20.0
Cycloeicosane 21.242 9.2 ng 541767 5 21.571 1172600 20.0
Behenic alcohol 22.406 2.5 ng 144668 5 21.571 1172600 20.0
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